Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.002 Å; R factor = 0.038; wR factor = 0.106; data-to-parameter ratio = 12.1.
Related literature
For the structure of tropolone and 5-nitrotropolone, see: Shimanouchi & Sasada (1973) ; Kubo et al. (2001) , respectively. Structural data on other mono-substituted tropolones were reported by Derry & Hamor (1972) ; Berg et al. (1976) ; Tsuji et al. (1991) ; Kubo et al. (2001 Kubo et al. ( , 2006a Kubo et al. ( ,b, 2007a . For the synthesis of nitrotropolone, see Cook et al. (1954) .
Experimental
Crystal data C 7 H 5 NO 4 M r = 167.12 Monoclinic, P2 1 =c a = 9.6167 (2) Å b = 6.4772 (1) Å c = 11.7326 (4) Å = 96.162 (2) V = 726.59 (3) Å 3 Z = 4 Cu K radiation = 1.11 mm À1 T = 295 K 0.45 Â 0.35 Â 0.15 mm
Data collection
Agilent SuperNova (Dual, Eos) diffractometer Absorption correction: multi-scan (CrysAlis PRO; Agilent, 2010) T min = 0.541, T max = 1.000 8694 measured reflections 1364 independent reflections 1314 reflections with I > 2(I) R int = 0.022 Refinement R[F 2 > 2(F 2 )] = 0.038 wR(F 2 ) = 0.106 S = 1.07 1364 reflections 113 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.19 e Å À3 Á min = À0.16 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: CrysAlis PRO (Agilent, 2010); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: XP in SHELXTL (Sheldrick, 2008) and Mercury (Macrae et al., 2008) ; software used to prepare material for publication: SHELXL97. supplementary materials Acta Cryst. (2013) . E69, o536 [doi:10.1107/S1600536813006594] 2-Hydroxy-7-nitrocyclohepta-2,4,6-trien-1-one
Krzysztof Lyczko and Monika Lyczko Comment
The aim of the present work was to determine the structure of the second isomer of nitrotropolone which is formed besides 5-nitrotropolone in the nitration reaction described by Cook et al. (1954) . The second purpose was to find out which of the possible tautomers, 2-hydroxy-7-nitrocyclohepta-2,4,6-trien-1-one or 2-hydroxy-3-nitrocyclohepta-2,4,6trien-1-one is present in the solid state. It appeared that three different compounds were obtained during the nitration process with 7-nitrotropolone ( Fig. 1 ) and 5-nitrotropolone as the main products and 7-hydroxytropolone as the side product.
In the title compound the C2-O2 bond (1.3324 (17) Å) is longer than the C1-O1 bond (1.2403 (16) , Fig. 2 ). The hydroxyl group is in fact involved in a bifurcated hydrogen bond that also forms an intramolecular link to the carbonyl acceptor in the same molecule. The intermolecular distance O1···O2 of 2.7349 (15) Å is similar to that found for 5-nitrotropolone (2.743 Å, Kubo et al., 2001) 
The closest distance between symmetry related tropolone planes is 3.272 Å for C2···C2 ii . However, the intermolecular π···π interactions between neighbouring rings are much less distinct in the crystal structure of 7-nitrotropolone than for 5-nitrotropolone (Kubo et al., 2001) . The shortest contact between supplementary materials sup-2 Acta Cryst. (2013). E69, o536 oxygen atoms from neighbouring NO 2 groups is 3.073 Å for O3···O4 v . All of the interactions mentioned above have an influence on the formation of crystal structure network (Fig. 2) . In 5-nitrotropolone (Kubo et al., 2001) all atoms of the NO 2 group lie exactly in (torsion angle C6-C5-N1-O4 0.2 (2)°) or very closely to (torsion angle C13-C12-N1-O7 13.7 (2)°) the plane of the tropolone ring while for the 7-nitrotropolone this group is rotated out of the tropolone plane (torsion angle C1-C7-N1-O3 71.5 (2)°).
Experimental
The title compound and 5-nitrotropolone were synthesized together as the main products in the nitration reaction of tropolone described by Cook et al. (1954) . 7-hydroxytropolone was also obtained in this reaction but in a much smaller amount. Single crystals of these compounds were found after recrystallization from benzene. The formation of these products were confirmed by single-crystal X-ray diffraction measurements.
Refinement
The H atom of the OH group was located in a difference map and its position and U iso value were freely refined. All H atoms bonded to C atoms were placed in calculated positions with C-H = 0.93 Å and refined isotropically using riding model with U iso (H) = 1.2 U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0356 (7) 0.0401 (7) −0.0002 (5) −0.0038 (5) −0.0029 (5) C2 0.0472 (7) 0.0425 (7) 0.0367 (7) 0.0006 (6) −0.0031 (5) −0.0048 (5) C3 0.0655 (9) 0.0517 (9) 0.0404 (7) 0.0028 (7 0.0379 (7) 0.0418 (7) 0.0433 (7) 0.0003 (5) −0.0041 (5) −0.0036 (5) N1 0.0433 (7) 0.0532 (7) 0.0500 (7) −0.0057 (5) −0.0109 (5) −0.0016 (5) O1 0.0569 (6) 0.0433 (6) 0.0551 (6) −0.0128 (5) −0.0164 (5) 0.0074 (4) O2 0.0653 (7) 0.0564 (7) 0.0433 (6) −0.0133 (5) −0.0188 (5) 0.0017 (5) supplementary materials sup-5
Acta Cryst. (2013). E69, o536 O3 0.0887 (10) 0.0850 (10) 0.0759 (9) 0.0384 (8) −0.0202 (7) 0.0027 (7) O4 0.1024 (10) 0.0742 (9) 0.0475 (7) −0.0110 (7) 0.0025 (6) −0.0021 (6) Geometric parameters (Å, º) (2) 
